Factors controlling the facility of transannular Diels-Alder reactions of macrocyclic bis-enones.
The reactivity of macrocyclic bis-enones in Diels-Alder reactions was examined using quantum chemical calculations. Stepwise pathways for these transannular cycloaddition reactions were shown to predominate. Steric interactions and torsional strain appeared to play a major role in controlling the overall barrier for polycycle formation.